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Table S1. Top ten most common scaffolds in the data sets and their chemotype identifiers.
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Table S2. Molecular properties statistics.

Hidrogen Bond Donors Min 1st Qu Median Mean 3rdQu Max Std.Dev
Fungal metabolites 2.00 3.00 5.00 5.38 6.00 13.00 3.87
MEGx 0.00 3.00 4.00 5.27 6.00 22.00 7.78
NATx 2.00 3.00 4.00 4.04 5.00 8.00 2.06
GRAS 0.00 1.00 1.00 1.48 2.00 22.00 8.56
Anticancer drugs 1.00 3.75 5.00 5.47 6.00 13.00 4.00
Non-anticancer drugs 0.00 2.00 3.00 4.05 5.00 23.00 8.42
Hidrogen Bond Acceptors Min 1st Qu Median Mean 3rdQu Max Std.Dev
Fungal metabolites 0.00 1.00 2.00 2.61 3.00 9.00 3.17
MEGx 0.00 2.00 3.00 3.14 4.00 16.00 5.71
NATXx 0.00 1.00 2.00 1.71 3.00 5.00 1.73
GRAS 0.00 0.00 0.00 0.47 1.00 14.00 5.61
Anticancer drugs 0.00 1.00 2.00 2.57 3.00 9.00 3.17
Non-anticancer drugs 0.00 1.00 2.00 2.24 3.00 17.00 6.35
LogP Min 1stQu  Median Mean 3rdQu Max Std.Dev
Fungal metabolites -0.32  1.63 2.36 2.60 3.30 6.47 2.24
MEGx -8.23  1.25 2.58 2.42 3.83 10.73 6.09
NATx -3.19 1.50 2.62 2.51 3.64 7.44 3.44
GRAS -5.42  1.57 2.33 2.35 3.08 8.31 4.39
Anticancer drugs -3.80 231 3.77 3.35 5.05 8.68 4.09
Non-anticancer drugs -9.28 1.01 2.58 2.43 3.96 11.43 6.66
Topological Polar Surface Area Min 1st Qu Median Mean 3rdQu Max Std.Dev
Fungal metabolites 35.53 66.76 94.23 105.40 125.70 284.50 87.10
MEGXx 0.00 57.53 80.92 97.32 119.60 437.20 154.97
NATx 6.48 51.24 66.57 68.03 84.59 162.70 51.27
GRAS 0.00 18.46 26.30 31.72 37.30 374.10 144.02
Anticancer drugs 3.24 75.12 94.04 104.00 117.70 224.40 71.78
Non-anticancer drugs 0.00 41.61 69.56 79.79 101.90 412.30 148.62
Rotatable Bonds Min 1st Qu Median Mean 3rdQu Max Std.Dev
Fungal metabolites 0.00 1.00 3.00 4.37 6.00 27.00 10.09
MEGx 0.00 2.00 5.00 5.96 8.00 38.00 14.09
NATx 0.00 4.00 6.00 5.71 7.00 19.00 6.40
GRAS 0.00 2.00 4.00 4.38 6.00 21.00 7.53
Anticancer drugs 0.00 4.00 6.00 6.54 8.25 24.00 8.27
Non-anticancer drugs 0.00 3.00 5.00 5.62 8.00 40.00 14.81
Molecular Weight Min 1st Qu Median Mean 3rdQu Max Std.Dev
Fungal metabolites 136.10 292.30 362.40 408.20 516.50 888.10 255.98
MEGx 97.12 270.30 32830 363.50 415.60 1037.00 322.17
NATX 129.20 297.50 336.80 337.80 375.70 564.80 140.05
GRAS 45.08 135.20 162.30 172.50 198.30 967.00 340.65
Anticancer drugs 130.10 335.90 452.40 463.20 530.70 958.20 274.03
Non-anticancer drugs 59.07 25430 324.40 346.90 412.50 988.20 313.72
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Figure S1. a) NATx, b) Non-anticancer drugs. Distribution of compounds in the top 70 most
populated chemotypes. Values of SSE70 close to 1.0 are dark red and indicate that the compounds
are more evenly distributed in the chemotypes suggesting large chemotype diversity. Smaller SSE
values are in light red and denote that most of the compounds are distributed in fewer chemotypes

indicating less diversity.
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Figure S2. Visual representation of the nine data sets, generated with Generative Topographic

Mapping (GTM) using physicochemical properties.
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Figure S3. Visual representation of the nine data sets, generated with Principal Component Analysis

(PCA) using MACCS keys fingerprints.
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Figure S4. Visual representation of the nine data sets, generated with Principal Component Analysis

(PCA) using physicochemical properties.
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